LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018367.D

Aca On : 21 Dec 2018 21:16

Operator : JU/SJ

Sample : J6188-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM121518 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.128 374 381 393 rBY 2051521 2941433 26.63% 4 .965%
2 6.704 642 649 663 rBY 2007317 3368118 30.50% 5.685%
3 7.028 697 704 712 rBVY 2118008 3321188 30.07% 5.606%
4 7.481 774 781 789 rBV 436466 667751 6.05% 1.127%
5 7.798 827 835 844 rVB 1437801 2319173 21.00% 3.914%

8.645 970 979 989 rBV 1128662 1920502 17.39%% 3.241%
10.251 1245 1252 1266 rVB 535211 912106 8.26% 1.539%
12.751 1670 1677 1687 rBV 2798288 4116744 37.28% 6.948%
13.616 1819 1824 1830 rBV 266030 411223 3.72% 0.694%
14.145 1908 1914 1921 rBV2 796862 1228017 11.12% 2.073%

=
QO ~NO®

11 15.663 2162 2172 2180 rBV 2361314 3436577 31.12% 5.800%
12 16.915 2379 2385 2390 rBV 969803 1404087 12.71% 2.370%
13 17.598 2495 2501 2507 rBV 2428839 2815676 25.50% 4.752%
14 17.827 2536 2540 2549 rBV 302325 445148 4._.03% 0.751%
15 18.751 2692 2697 2700 rBVY 8854397 11043582 100.00% 18.640%

16 18.786 2700 2703 2713 rVB2 7514941 9522878 86.23% 16.073%
17 18.921 2721 2726 2731 rVB 1295844 1511917 13.69% 2.552%
18 18.992 2732 2738 2745 rBV2 169448 421382 3.82% 0.711%
19 19.568 2831 2836 2841 rBV 4007038 4935532 44.69% 8.330%
20 21.139 3099 3103 3108 rBV 1064963 1445554 13.09% 2.440%

21 23.309 3469 3472 3480 rVB 679916 1059358 9.59% 1.788%

Sum of corrected areas: 59247946
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018367.D

Aca On : 21 Dec 2018 21:16

Operator : JU/SJ

Sample : J6188-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018367.D

8000000
6000000

4000000

5.13 6.70 7.03
2000000 780

8.65
7.48 A 10.25
0 IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII T rr IIIIIIIIIIIIIIIIIIIIIIIIAIIIIIIIIIIIIII

T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018367.D

8000000

6000000

4000000

12.75 15.66 17.60

2000000

14.15 16.92

ot e e e e T T T T T

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018367.D

8000000

6000000

4000000

21.14 23.31

2000000
P TTIN

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018367.D

Aca On : 21 Dec 2018 21:16

Operator : JU/SJ

Sample : J6188-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.03 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.03 99.47 ng 3321190 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 704 (7.028 min): BM018367.D (-697) (-) m/z 132.00 100.00%
5000 68
40 54 % 6.60 6.80 7.00 7.20 7.40
o & 115 207 m/z 68.10 48.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 S NSRS S AR R
6.60 6.80 7.00 7.20 7.40
70 m/z 66.10 34 .44%
0 Wbl 8 | 116
m/z--> 20 40 60 éo 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 SR L L
104 6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 31.80%
31
0 ‘ I | H Il ‘ ‘ |
L I SRS UL SIS I AL SRR S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 22.63%
5000
15 28 39 52 O 77 90 104y
e A0 SN A A" SAe S e~ aape »ap e Sanl NN [Py VP gy npea xRS
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018367.D

Aca On : 21 Dec 2018 21:16

Operator : JU/SJ

Sample : J6188-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Tridecanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.60 40.11 ng 2815680 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 96
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 96
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 92
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 2501 (17.598 min): BM018367.D (-2495) (-) m/z 73.95 100.00%
74
5000
43
143 LRI LN S SN B
97 227 17.20 17.40 17.60 17.80 18.00
oﬁ—Hu. Malyus, | 16320871 20 30 3 i gees 71,570
m/z--> 50 100 150 200 250 300 350
Abundance #75094: Tridecanoic acid, methyl ester
74
5000 43 LRI LN BSU SO B
17.20 17.40 17.60 17.80 18.00
143 m/z 43.05 27 .74%
0 l| I|9|7| 115 | 185 228
m/z--> 50 100 150 200 250 300 350
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
74
17.20 17.40 17.60 17.80 18.00
5000 43 m/z 55.10 26.10%
o2 Llolors 0 s 220 o
m/z--> 50 100 150 200 250 300 350
Abundance #83693: Methyl tetradecanoate B B e e
74 17.20 17.40 17.60 17.80 18.00
m/z 41.05 25.11%
5000 43
143
0 \ bl 10 125" 1eg 199 202
LI N N RN B N B B R BN B B B RN S B B B N B B N B B RN DR B B A B B N B R —rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018367.D

Aca On : 21 Dec 2018 21:16

Operator : JU/SJ

Sample : J6188-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.83 6.34 ng 445148 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 2540 (17.827 min): BM018367.D (-2536) (-) m/z 73.00 100.00%
7R
43
5000
129
97 213 TT T r[rrrrrrrrrrrrprrr
U | 143187078185, 0 Ty 286 s 17.60 17.80 18.00 18.20
o} m/z 60.00 75.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 78
-
5000{ 29 256 R e
17.60 17. 80 18. 00 18 20
21 m/z 43.10 62.46%
i 143157171185 oo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #65562: Tridecanoic acid
a3 | B A
EE s B e S SEREE
57 17.60 17.80 18.00 18.20
5000 m/z 55.10 59.80%
29
129
7 115 171 214
L L e | e a8
S R aaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid e  BREEEEEE
73 17.60 17.80 18.00 18.20
m/z 41.10 58.86%
43 5
5000 129
185 228
T7 01115 143157171 ‘ 199 ‘
0 T ‘\ ‘ H ‘ IHM :1- H‘ e |‘ 213 n T T
IIIIII L L IIIIIIIIIIIIIII TTT T[T I TT[T T TT[TTT T [TTT _'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_f
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018367.D

Aca On : 21 Dec 2018 21:16

Operator : JU/SJ

Sample : J6188-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.75 157.31 ng 11043600 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 98
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 95
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 94
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 90

Abundance Scan 2697 (18.751 min): BM018367.D (-2692) (-) m/z 67.05 100.00%

67
5000

18 40 18. 60 18. 80 19. 00

263
o 178196 220237 294314 343 /7 81.10 83 .17%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
a1 87
5000 95 R SR

18.40 18.60 18.80 19.00
m/z 55.10 55.91%

294

0 " | 153,180 178105 220237 263
Ik N —

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

18 40 18. 60 18. 80 19.00

5000 m/z 95.05 54 _.09%
L DM 1
oL N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114388: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T

67 18.40 18.60 18.80 19.00
m/z 41.05 46.57%

a1
5000
123 150 294
o l‘,\‘ 178195 22037 263

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18 40 18. 60 18. 80 19. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018367.D

Aca On : 21 Dec 2018 21:16

Operator : JU/SJ

Sample : J6188-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.79 135.65 ng 9522880 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
Abundance Scan 2704 (18.792 min): BM018367.D (-2700) (-) m/z 55.10 100.00%
4
5000
R e REEESEEE RS
18.40 18.60 18.80 19.00 19.20
o - 199 4220 29 227 m/z 69.10 80.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115459: 9-Octadecenoic acid, methyl ester, (E)-
5000 NN LR SRR TN
18.40 18.60 18.80 19.00 19.20
m/z 41.10 70.87%
o 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115443: 10-Octadecenoic acid, methyl ester
18.40 18.60 18.80 19.00 19.20
5000 m/z 74.00 67.77%
o 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115462: 11-Octadecenoic acid, methyl ester, (2)- e P
18.40 18.60 18.80 19.00 19.20
m/z 83.10 61.63%
5000
296
o} A R EE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18,40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018367.D

Aca On : 21 Dec 2018 21:16

Operator : JU/SJ

Sample : J6188-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Octadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.92 21.54 ng 1511920 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
Abundance Scan 2726 (18.921 min): BM018367.D (-2721) (-) m/z 74.00 100.00%
!
5000
43
18.60 18.80 19.00 19.20
0 327 356 m/z 87.00 72.39%
m/z--> 50 100 150 200 250 300 350
Abundance #116657: Octadecanoic acid, methyl ester
74
5000 43 RN LA IR
18.60 18.80 19.00 19.20
143 - m/z 43.05 29.90%
oL Ll b s | a7 199 a2 BB U
m/z--> 50 100 150 200 250 300 350
Abundance #83690: Methyl tetradecanoate
74
18.60 18.80 19.00 19.20
5000 m/z 55.10 27 .15%
s 143 199 242
oy s [ P
m/z--> 50 100 150 200 250 300 350
Abundance #92263: Pentadecanoic acid, methyl ester R e e S
74 18.60 18.80 19.00 19.20
m/z 41.10 22 .98%
5000
101 143 256
0.‘.‘..M|“‘.HJH‘ 125{ 17119?.{.‘*..|{.... ———r i AR R
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
Data File : BM018367.D

Acq On : 21 Dec 2018 21:16

Operator : JU/SJ

Sample - J6188-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .03 7.03 99.5 ng 3321190 1 7.48 667751 20.0
Tridecanoic acid,... 17.60 40.1 ng 2815680 4 16.92 1404090 20.0
n-Hexadecanoic acid 17.83 6.3 ng 445148 4 16.92 1404090 20.0
9,15-Octadecadien... 18.75 157.3 ng 11043600 4 16.92 1404090 20.0
9-Octadecenoic ac... 18.79 135.7 ng 9522880 4 16.92 1404090 20.0
Octadecanoic acid... 18.92 21.5 ng 1511920 4 16.92 1404090 20.0
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